In the six-membered ring of the low-temperature crystal structure of benzofurazan 1-oxide, C 6 H 4 N 2 O 2 , the two C atoms adjacent to the N atoms are linked by a delocalized aromatic bond [1.402 (2) Å ]; each is connected to its neighbour by a longer, more localized, bond [1.420 (2), 1.430 (2) Å ]. However, the next two bonds in the ring approximate double bonds [1.357 (2), 1.366 (2) Å ]. As such, the six-membered ring is better described as a cyclohexadiene system, in contrast to the description in the room-temperature structure reported by Britton & Olson (1979) [Acta Cryst. B35, [3076] [3077] [3078] .
Related literature
For the room-temperature structure in the P1 setting [6.772 (3), 7.515 (4), 7.759 (4) Å , 99.08 (3), 114.94 (3), 112.67 (3) ], see : Britton & Olson (1979) . For the geometryoptimized structure, see : Friedrichsen, 1995; Ponder et al. (1994); Rauhut (1996) . For details of the synthesis, see : Terrian et al. (1992) ; Wolthius (1979) . For work mentioning the original structure, see: Ammon & Bhattacharjee (1982); Bird (1993) ; Cerecetto & Gonzá lez (2007) ; Ojala et al. (1999) ; Ramm et al. (1991) . Table 1 Selected bond lengths (Å ).
Experimental

Crystal data
Data collection: APEX2 (Bruker, 2008 ); cell refinement: SAINT (Bruker, 2008) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: X-SEED (Barbour, 2001) ; software used to prepare material for publication: publCIF (Westrip, 2009). heteroaromaticity (Bird, 1993) , and reactivity and biology (Cerecetto & González, 2007) . Bond dimensions from geometryoptimization calculations (Friedrichsen, 1995; Ponder et al.,1994; Rauhut, 1996) have also been compared with values taken from the solid-state structure.
The present low-temperature structure ( Fig. 1 & Table 1 ) reveals features quite distinct from those disclosed in the original, room-temperature, analysis (Britton & Olson, 1979) . In the six-membered ring, the two carbon atoms adjacent to the nitrogen atoms are linked by a delocalized aromatic bond [1.402 (2) Å]; each is connected to its neighbor by a longer, more localized, bond [1.420 (2), 1.430 (2) Å]. However, the next two bonds in the ring approximate double-bonds [1.357 (2), 1.366 (2) Å]. As such, the six-membered ring is better described as a cyclohexadiene system.
Experimental
The compound was synthesized according to a reported procedure (Terrian et al., 1992; Wolthius, 1979) . Crystals were grown with THF as solvent.
Refinement
The carbon-bound H-atoms were restrained to C-H 0.95±0.01 Å; their temperature factors were freely refined. Figures   Fig. 1 . The molecular structure of the title compound. Displacement ellipsoids are drawn at the 70% probability level, and hydrogen atoms are drawn as spheres of arbitrary radius. 
